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Thin films 

Optical limiting properties of a zinc porphyrin polymer and its dimer and monomer model 
compounds, F.M. Qureshi, S.J. Martin, X. Long, D.D.C. Bradley, F.Z. Henari, W.J. 
Blau, E.C. Smith, C.H. Wang, A.K. Kar and H.L. Anderson 

Quantum superconductor—metal transition in a 2D proximity-coupled array, M.V. Feigel’ 
man and A.I. Larkin 

Photogeneration of charge in solid films of a-sexithiophene, J. Kalinowski, W. Stampor, P. 
Di Marco and F. Garnier 
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Surfaces 
The correlation between the statistical properties of surface defect distribution and the 


specular intensity obtained from low energy He scattering technique, G. Petrella, L. 
Cassidei and F. Ciriaco 

Molecular relaxation in simple dipolar liquids confined between two solid surfaces, S. 
Senapati and A. Chandra 

Dependence of volume-produced H™ ions on the wall recombination probability of H 
atoms in a low pressure H, positive column, J. Loureiro and J. Amorim 

Charge transfer in gas—surface scattering: the three electronic state system, D. Guan, X. Yi, 
S. Ding, L. Gu and J.A. Olson 

Interference-effects in the laser-induced desorption of small molecules from surfaces: a 
model study, S. Thiel, T. Kliiner and H.-J. Freund 

The energy relaxation of Si-H vibration in the H/Si(111) system. Relaxation rate and 
potential energy surface anharmonicity, V.A. Ermoshin, A.K. Kazansky, K.S. Smirnov 
and D. Bougeard 

Quantum study of oriented NO scattering from Ag(111): orientational steering and effects 
of surface corrugation, D. Lemoine and T. Duhoo 

Experimental and theoretical studies of the low-lying electronic states of the simplest 
benzylic amide [2]catenane, A.M. Brouwer, W.J. Buma, R. Caudano, M. Fanti, C.-A. 
Fustin, D.A. Leigh, A. Murphy, P. Rudolf, F. Zerbetto and J.M. Zwier 

Angular and velocity distributions of small cluster fragments in neutral (NH,),, scattering 
off LiF(100), C. Menzel, R. Baumfalk and H. Zacharias 


Low-dimensional materials 

A Valence-Bond/Hartree—Fock method to determine the Hubbard transfer integrals in 
organic conductors, F. Castet, L. Ducasse and A. Fritsch 

Vibrational modes in layered double hydroxides and their calcined derivatives, W. Ka- 
gunya, R. Baddour-Hadjean, F. Kooli and W. Jones 

Transport kinetics of triplet excitation in solid chrysene, S.A. Bagnich 

Quantum motion of particles along one-dimensional pathways with static and dynamic 
energy disorder, L.D.A. Siebbeles and Y.A. Berlin 

Nonlinear absorption and refraction in porphyrazine derivatives, C.Y. Tsai, $.P. Chen and 
T.C. Wen 


Dielectrics 

Molecular relaxation in simple dipolar liquids confined between two solid surfaces, S. 
Senapati and A. Chandra 

A diffusive model for interpreting solvation dynamics in isotropic and ordered liquid 
phases, A. Polimeno, G. Saielli and P.L. Nordio 

Cold photoconductivity in a system of interacting charge-transfer excitons at a donor-— 
acceptor interface, S.A. Kiselev, E. Hartung, Z.G. Soos, S.R. Forrest and V.M. 
Agranovich 


Plasmas 

Generalization of the Arrhenius relation and ionization reaction rates for carbon atoms and 
ions in plasmas, Y. Chang and C.A. Ordonez 

Dependence of volume-produced H™ ions on the wall recombination probability of H 
atoms in a low pressure H, positive column, J. Loureiro and J. Amorim 
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Nonequilibrium dissociation of hydrogen in a parallel-plate radio frequency discharge, S. 
Longo and I.D. Boyd 


Biological systems 

Mathematical aspects of the fluctuating barrier problem. Existence of equilibrium and 
relaxation solutions, P. Pechukas and J. Ankerhold 

Recognition and characterization of binding modes of A- and A-[Ru(phen),]’* and A- and 
A-[Ru(phen), DPPZ]°* by the **Na NMR relaxation and binding free energy parame- 
ters, F.C. Marincola, M. Casu, G. Saba, A. Lai, P. Lincoln and B. Nordén 

Sub-picosecond excited-state dynamics of a carotenoid (spirilloxanthin) in the light-harvest- 
ing systems of Chromatium vinosum. Relaxation process from the optically allowed S, 
state, H. Okamoto, M. Ogura, T. Nakabayashi and M. Tasumi 

Correlation corrected energy bands of nucleotide base stacks, F. Bogaér and J. Ladik 

Impedance spectroscopic investigation of the temperature influence on the transfer of 
tetraphenylborate ions through lipid membranes — Calculation of energy barriers for 
the ion transfer across lipid membranes, K.-D. Schulze 

L-Alanyl-L-alanine in the zwitterionic state: structures determined in the presence of 
explicit water molecules and with continuum models using density functional theory, M. 
Knapp-Mohammady, K.J. Jalkanen, F. Nardi, R.C. Wade and S. Suhai 


Microscopic and mesoscopic systems 


Single atoms, molecules and assemblies (incl. biological) 

Theoretical study of the Cl 1s and 2p near edge photoabsorption spectra of HCI by accurate 
ab-initio configuration interaction and density functional approaches, G. Fronzoni, M. 
Stener, P. Decleva and G. De Alti 

Accurate universal basis set for H through Xe for Hartree—Fock calculations, F.E. Jorge 
and R.F. Martins 

Classical and quantum dynamics on the collinear potential energy surface for the reaction 
of Li with H,, N.J. Clarke, M. Sironi, M. Raimondi, S. Kumar, F.A. Gianturco, E. 
Buonomo and D.L. Cooper 

Perylene in biphenyl and anthracene crystals: an example of the influence of the host on 
single-molecule signals, P.J. Walla, F. Jelezko, Ph. Tamarat, B. Lounis and M. Orrit 

Suppression of quantum coherence: Noise effect, J. Shao, C. Zerbe and P. Hanggi 

The Kramers problem in 2D-coupled periodic potentials, G. Caratti, R. Ferrando, R. 
Spadacini and G.E. Tommei 

Study of positronium hydride with a simple wavefunction: Application to the Stark effect 
of PsH, C. Le Sech and B. Silvi 

On the accuracy of averaged relativistic shape-consistent pseudopotentials, L. Maron and 
C. Teichteil 

A rigorous quantum molecular dynamics study of a collinear A + BC — AB + C reaction, 
L. Wang 

Semiclassical reactive scattering: the Hermite correction method in hyperspherical coordi- 
nates, S. Adhikari and G.D. Billing 

Rotational alignment from the Sr(°P,) + CH,CII chemiluminescent reaction, M.-L. Wang, 
K.-L. Han, S.-L. Cong, G.-Z. He and N.-Q. Lou 

Radical-substituted allenes as high-spin species and subunits of organic ferromagnets, R. 
Beust, N. Tyutyulkov, M. Rabinovitz and F. Dietz 
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A gas phase ab initio excited state geometry optimization study of thymine, cytosine and 
uracil, M.K. Shukla and P.C. Mishra 


Molecules (neutral and ionic) 

Theoretical study of the OH + NO, reaction: formation of nitric acid and the hydroperoxyl 
radical, D. Chakraborty, J. Park and M.C. Lin 

‘°C NMR relaxation in neutral and charged tetra-n-alkyl compounds, B. Bordes, F. Coletta, 
A. Ferrarini, F. Gottardi and P.L. Nordio 

Spin-forbidden dissociation of ozone in the Huggins bands, W. Denzer, G. Hancock, J.C. 
Pinot de Moira and P.L. Tyley 

Translational energy and angular distributions of O('D) and OC’P,) fragments in the UV 
photodissociation of ozone, K. Takahashi, N. Taniguchi, Y. Matsumi and M. Kawasaki 

Monte Carlo calculation of partition functions for straight chain alkanes, J. Gang, M.J. 
Pilling and S.H. Robertson 

On the UV photodissociation dynamics of hydrogen iodide, S.R. Langford, P.M. Regan, 
A.J. Orr-Ewing and M.N.R. Ashfold 

A crossed molecular beam investigation of the reaction Cl + propane —~ HCl + C,H, 
using VUV synchrotron radiation as a product probe, D.A. Blank, N. Hemmi, A.G. Suits 
and Y.T. Lee 

Infrared spectra of polycyclic aromatic hydrocarbons: oxygen substitution, C.W. 
Bauschlicher, Jr. 

Free energies of solvation for peptides and polypeptides using SCRF methods, C. Aleman, 
H.M. Ishiki, E.A. Armelin, O. Abrahao Junior and $.E. Galembeck 

Femtosecond photodissociation of triiodide in solution: Excitation energy dependence and 
transition state dynamics, T. Kiihne, R. Kiister and P. Vohringer 

The intermolecular interaction mechanisms in liquid CS, at 295 and 165 K probed with 
two-dimensional Raman spectroscopy, A. Tokmakoff, M.J. Lang, X.J. Jordanides and 
G.R. Fleming 

Intramolecular proton transfer in the ground and the two lowest-lying singlet excited states 
of 1-amino-3-propenal and related species, M. Forés, M. Duran and M. Sola 

An ab inito study of NMR isotropic shielding bond length derivatives in phosphorus 
compounds, A. Dransfeld and D.B. Chesnut 

Infrared spectra of polycyclic aromatic hydrocarbons: nitrogen substitution, C.W. 
Bauschlicher, Jr. 

Tunneling splittings in vibrational spectra of non-rigid molecules: III. Tunneling coordi- 
nate-dependent coupling between small amplitude motions, V.A. Benderskii, E.V. 
Vetoshkin and H.P. Trommsdorff 

Tunneling splittings in vibrational spectra of non-rigid molecules. [V. Kinematic couplings, 
V.A. Benderskii and E.V. Vetoshkin 

Light induced cis—trans isomerization of azo compounds in polymethyl methacrylate, 
S.Yu. Grebenkin and B.V. Bol’shakov 

Fragmentation pathways in the dissociation of fluoro-iodo-benzene negative ions, R.F.M. 
Lobo, A.M.C. Moutinho and M.J. Calhorda 

On the role of the energy loss in turnover theories of activated rate processes, A.N. 
Drozdov and J.J. Brey 

Non-adiabatic effects in condensed phase activated rate processes in the near-adiabatic 
limit, A.I. Shushin and M. Tachiya 
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On the O,(v') + O,(v") atmospheric reaction. II. The role of rotational excitation, W. 
Wang and A.J.C. Varandas 

Ab-initio CI calculations of the Cls and Clls and 2p core excitation spectra of the freon 
molecules: CCl,, CFCl,, CF,Cl, and CF,Cl, G. Fronzoni and P. Decleva 

Modelling the substitution effects of several rhodium(III) transition metal complexes using 
the angular overlap model, B. Gilliams, D. Vandenbroucke and C. Gorller-Walrand 

Ab initio study of the electronic spectrum of C,H}. I. Vertical spectrum and angular 
potential curves, M. Peri¢é, B. Engels and M. Hanrath 

Ab initio study of the electronic spectrum of C,H. II. Stretching potential energy surfaces 
for low-lying doublet electronic states, M. Peri¢ and B. Engels 

The first-order electric field-induced spectra: theory and experimental study of NO,, J.H. 
Chen, P.N. Wang, F.M. Li, Y.Q. Chen and Z.G. Wang 

The electronic states of pyrrole studied by optical (VUV) absorption, near-threshold 
electron energy-loss (EEL) spectroscopy and ab initio multi-reference configuration 
interaction calculations, M.H. Palmer, I.C. Walker and M.F. Guest 

The study on the magnetic field effect and the microwave effect on the photoconductivity 
observed in the photolysis of N,N,N’, N’-tetramethyl-p-phenylenediamine: theoretical 
calculation trial by the stochastic Liouville equation, Y. Kitahama and H. Murai 

Raman spectroscopy study on the dynamic behavior of nitrate anion in zinc nitrate solution 
at high temperatures and pressure, Y. Ikushima and M. Arai 

Anion spectroscopy of uracil, thymine and the amino-oxo and amino-hydroxy tautomers of 
cytosine and their water clusters, J. Schiedt, R. Weinkauf, D.M. Neumark and E.W. 
Schlag 

Cavitation contribution to the free energy of solvation. Comparison of different formalisms 
in the context of MST calculations, C. Colominas, F.J. Luque, J. Teixid6 and M. Orozco 

A Keilson—Storer type collision kernel for rotation—translation coupling, M.F. Gelin 

Are the changes in the lifetime of the excited uranyl ion of chemical or physical nature?, 
M. Bouby, I. Billard, A. Bonnenfant and G. Klein 


-diatomic 

High-resolution photoelectron spectroscopy using multibunch synchrotron radiation: rota- 
tional-resolved photoelectron bands of O}(b*2,, v*), C.-W. Hsu, M. Evans, S. 
Stimson, C.Y. Ng and P. Heimann 

Reactions of NJ(v) with CO and NO at thermal energy, M.J. Frost, S. Kato, V.M. 
Bierbaum and S.R. Leone 

Bonding in molecular dications from the classical valence bond viewpoint. A case study of 
CO**, R. Polak 

A theoretical study of the electronic structure and spectroscopic properties of the low-lying 
electronic states of the molecule AlSi, F.R. Ornellas and S. Iwata 

Effect of the angular dependence of the barrier height on the features of the F +H, 
reaction, V.M. Azriel, L.Yu. Rusin, M.B. Sevryuk and J.P. Toennies 

Ab initio variational calculation of dynamic polarizabilities and hyperpolarizabilities. I. 
Polarizability and quadratic hyperpolarizability of water, carbon monoxide and hydrogen 
fluoride, A. Lembarki, C. Barbier, Ph. Lemaire and E.N. Svendsen 

Polarisation effects in electronically inelastic collisions: SiFC?A + H, > SiFB°S*+H,, 
N.A. Jackson, C.J. Randall and K.G. McKendrick 

Mechanism of the coherent control of the photoionization and photodissociation of HI and 
DI, J.A. Fiss, L. Zhu, K. Suto, G. He and R.J. Gordon 
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Ab initio study of the X°S* and A’II states of the SiO* cation including the effect of 
core correlation, Z.-L. Cai and J.P. Francois 

REMPI spectroscopy of internal state populations in HBr+ Ar free jets: Rotational 
relaxation of HBr, A.E. Belikov, M.M. Ahern and M.A. Smith 

Vibrational energy relaxation in liquid oxygen, K.F. Everitt, S.A. Egorov and J.L. Skinner 

A semiclassical study of dissociation dynamics in He + H, collisions, K. Sakimoto 

Rotational alignment from the reactions Sr P,) + CCl, and CHCI,, M.-L. Wang, K.-L. 
Han, J.-P. Zhan, J.-H. Huang and G.-Z. He 

Vibrationally state-selective laser pulse control of electronic branching in OH (X 1 JA a) 
photoassociation, M.V. Korolkov and B. Schmidt 

Linear response calculations of electronic g-factors and spin-rotational coupling constants 
for diatomic molecules with a triplet ground state, M. Engstr6m, B. Minaev, O. Vahtras 
and H. Agren 

Theoretical study of the effect of reagent rotation and vibration on the reactions of Cl + H, 
and Cl + HD, J.-B. Song and E.A. Gislason 

Charge transfer recombination of Si** ions from atomic hydrogen, M.C. Bacchus- 
Montabonel 

A rigorous quantum molecular dynamics study of a collinear A + BC — AB + C reaction, 
L. Wang 

Quantum study of oriented NO scattering from Ag(111): orientational steering and effects 
of surface corrugation, D. Lemoine and T. Duhoo 

A simple analytical estimate of the bound-free Franck—Condon factors for a transition to a 
repulsive exponential potential in a diatomic molecule, V. Brems 

Threshold photoelectron spectroscopy of HCl and DCI, A.J. Yencha, A.J. Cormack, R.J. 
Donovan, A. Hopkirk and G.C. King 

Threshold photoelectron spectroscopy of HBr and DBr, A.J. Yencha, A.J. Cormack, R.J. 
Donovan, K.P. Lawley, A. Hopkirk and G.C. King 

Charge transfer between Si** and helium at thermal and low energies, P. Honvault, M.C. 
Bacchus-Montabonel, M. Gargaud and R. McCarroll 

New investigation of the photodissociation of the HBr molecule: total cross-section, 
anisotropy parameter and dependence of the spin—orbit branching on the ground state 
vibrational level, B. Pouilly and M. Monnerville 

Effects of complex formation on reactions of oxygen with HCl and Ar—HCl, M.W. Lufaso 
and A.B. McCoy 

Vibrational excitation of the C*II1, state of N, by electron impact, G. Poparié, M. Vi¢ié 
and D.S. Beli¢ 


-small polyatomics 

Monte Carlo calculation of partition functions for straight chain alkanes, J. Gang, M.J. 
Pilling and S.H. Robertson 

Ultrafast laser control of vibrational dynamics for a two-dimensional model of HONO, in 
the ground electronic state: separation of conformers, control of the bond length, 
selective preparation of the discrete and the continuum states, M. Oppel and G.K. 
Paramonov 

Fluorescence lifetime of rovibrational states of h,-acetaldehyde and spectra of d,- 
acetaldehyde, S.-H. Jen, T.-J. Hsu and I.-C. Chen 

Pathway approach to ultrafast photochemistry: potential surfaces, conical intersections and 
isomerizations of small polyenes, W. FuB, S. Lochbrunner, A.M. Miiller, T. Schikarski, 
W.E. Schmid and S.A. Trushin 
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Quantitative studies of the photoabsorption (4.5—488 eV) and photoionization (9—59.5 eV) 
of methyl iodide using dipole electron impact techniques, T.N. Olney, G. Cooper and 
C.E. Brion 

Ab initio study of excited-state intramolecular proton dislocation in salicylic acid, A.L. 
Sobolewski and W. Domcke 

Ab-initio study of a radiative association mechanism application to the CH; + H, reaction, 
D. Talbi and M.C. Bacchus-Montabonel 

Ab initio variational calculation of dynamic polarizabilities and hyperpolarizabilities. I. 
Polarizability and quadratic hyperpolarizability of water, carbon monoxide and hydrogen 
fluoride, A. Lembarki, C. Barbier, Ph. Lemaire and E.N. Svendsen 

A He(I) photoelectron spectroscopic study of the xX, state of NH; and ND;. A 
reanalysis and evidence for the coriolis coupling between the bending v, and v, modes, 
R. Locht, B. Leyh, K. Hottmann and H. Baumgartel 

The librational and vibrational spectra of water in natrolite, Na, Al,Si,0,,-2H,O com- 
pared with ab-initio calculations, C.M.B. Line and G.J. Kearley 

Investigation of the CS>* dication using threshold photoelectrons coincidence spec- 
troscopy, M. Hochlaf, R.I. Hall, F. Penent, J.H.D. Eland and P. Lablanquie 

Fragment ion yields from CFCI, photoexcited in regions of the Cl2p, the Cls, and the Fls 
electron transitions, 1.H. Suzuki and N. Saito 

CARS studies of bending states of CO,: evidence of collisional rotational transitions with 
odd AJ, A.P. Kouzov, D.N. Kozlov and B. Hemmerling 

Decomposition of perchlorodisiloxane, D. Wichmann and K. Jug 

The mechanism of energy transfer in H,O—H,O collisions — a molecular dynamics 
simulation, H. Svedung, L.E.B. Bérjesson, N. Markovié and S. Nordholm 

Femtosecond pump-probe studies of chlorine dioxide photochemistry in water and aceto- 
nitrile, M.J. Philpott, S.C. Hayes and P.J. Reid 

Rotational alignment from the reactions Sr P,) + CCl, and CHCI,, M.-L. Wang, K.-L. 
Han, J.-P. Zhan, J.-H. Huang and G.-Z. He 

The mechanism of the CH ,O + CO reaction and the stability of the CH,OCO radical, J.S. 
Francisco 

Ab-initio CI calculations of the Cls and Clls and 2p core excitation spectra of the freon 
molecules: CCl,, CFCl,, CF,Cl, and CF,Cl, G. Fronzoni and P. Decleva 

Dissociative photoionisation of NO, up to 26 eV, J.H.D. Eland and L. Karlsson 

IR-—IR double-resonance studies of vibrational relaxation of CD,F in solid and liquid Xe, 
Kr, Ar solutions near the melting point, K.S. Rutkowski 

An experimental study of the valence shell photoelectron spectrum of the NO, molecule, P. 
Baltzer, L. Karlsson, B. Wannberg, D.M.P. Holland, M.A. MacDonald, M.A. Hayes and 
J.H.D. Eland 

An X-ray absorption near edge spectroscopy (XANES) study on organochromium com- 
plexes at the Cr K-edge, C. Engemann, J. Hormes, A. Longen and K.H. Dotz 

Vertical double ionization of the sulphur dioxide molecule, I.W. Griffiths, D.E. Parry and 
F.M. Harris 

On the dielectric continuum solvent model for theoretical estimates of the conformational 
equilibrium of molecules with an intramolecular hydrogen bond, T. Yasuda and S.-i. 
Ikawa 

Inner-shell excitation of PF,, PCl,, PCl,CF,, OPF, and SPF,. Part I. Spectroscopy, J.J. 

Neville, A. Jiirgensen, R.G. Cavell, N. Kosugi and A.P. Hitchcock 
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Multi-photon dissociation of CHBr, at 248 and 193 nm: observation of the electronically 
excited CH(A *A) product, J. Lindner, K. Ermisch and R. Wilhelm 

The vibrational and temperature dependence of the indirect nuclear spin—spin coupling 
constants of the oxonium (H ,O*) and hydroxyl (OH) ions, S.P.A. Sauer, C.K. Meller, 
H. Koch, I. Paidarova and V. Spirko 

‘Anomalous’ density of states and rotational selection rules of loosely bound states of NO,, 
A. Delon, S. Heilliette and R. Jost 

Infrared photodissociation spectra of isomeric SiOH*—Ar, (n = 1-10) complexes, R.V. 
Olkhov, S.A. Nizkorodov and O. Dopfer 

Analysis of a nonlinear optical response of CN™ ions adsorbed on metal electrode: 
tentative interpretation by means of ab initio molecular calculations, M. Tadjeddine and 
J.P. Flament 

On librational broadening of vibrational transitions in liquids: a simple model, D.J. Ulness, 
J.C. Kirkwood and A.C. Albrecht 

A semiclassical surface-hopping procedure for vibrational relaxation in polyatomic 
molecules: model calculations, P. Velev and M.F. Herman 

Absolute photoabsorption oscillator strengths by electron energy loss methods: the valence 
and § 2p and 2s inner shells of sulphur dioxide in the discrete and continuum regions 
(3.5—260 eV), R. Feng, G. Cooper, G.R. Burton, C.E. Brion and L. Avaldi 


-aromatics 

Differential ring proton NMR shieldings and cyclic stabilization energies, D.B. Chesnut 

Infrared spectra of polycyclic aromatic hydrocarbons: oxygen substitution, C.W. 
Bauschlicher, Jr. 

Model study of proton transfer in a H-bonded cluster with an A—H...B reaction complex. 
Introduction of an effective coordinate for the solvation shell, M.V. Vener 

Instability of self-trapped Frenkel exciton states in one-dimensional microcrystallites, M. 
Takeshima, J. Singh and A.H. Matsui 

Vibrational coherence in ultrafast electron-transfer dynamics of oxazine 1 in N,N-dimethyl- 
aniline: simulation of a femtosecond pump-probe experiment, B. Wolfseder, L. Seidner, 
W. Domcke, G. Stock, M. Seel, S. Engleitner and W. Zinth 

Ab initio calculations and supersonic jet studies on the geometry of 4-dimethylamino- 
benzonitrile (DMABN) and related compounds in the ground and excited state, U. 
Lommatzsch and B. Brutschy 

Infrared spectra of polycyclic aromatic hydrocarbons: methyl substitution and loss of H, 
C.W. Bauschlicher, Jr. and S.R. Langhoff 

Infrared spectra of polycyclic aromatic hydrocarbons: nitrogen substitution, C.W. 
Bauschlicher, Jr. 

Valence photoionization of C,H, by the B-spline one-centre expansion density functional 
method, M. Venuti, M. Stener and P. Decleva 

Fragmentation pathways in the dissociation of fluoro-iodo-benzene negative ions, R.F.M. 
Lobo, A.M.C. Moutinho and M.J. Calhorda 

Photophysical and lasing properties of pyrromethene 567 dye in liquid solution. Environ- 
ment effects, F. Lépez Arbeloa, T. L6pez Arbeloa, I. L6pez Arbeloa, I. Garcia-Moreno, 
A. Costela, R. Sastre and F. Amat-Guerri 

A study of the spectroscopic and thermodynamic properties of furan by means of 
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